Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.046; wR factor = 0.126; data-to-parameter ratio = 13.9.
In the title compound, C 13 H 13 NO 3 , the isoxazole ring is approximately coplanar with the phenyl ring, the dihedral angle between their planes being 7.37 (19) . In the crystal, centrosymmetrically related molecules are linked into dimers by pairs of C-HÁ Á ÁO hydrogen bonds, generating a ring of graph-set motif R 2 2 (10).
Related literature
For the biological activity of isoxazole derivatives, see: Angibaud et al. (2003) . For the structure of a related compound, see: Yao & Deng (2008) . For the synthesis of 3-phenylisoxazole-5-carboxylic acid, see: Liu et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). anticonvulsants and pesticides (Angibaud et al., 2003) . In the molecule of the title compound (Fig. 1) , the dihedral angle between the phenyl and the isoxazole rings is 7.37 (19)°. The bond lengths within the isoxazole ring [C7-N1 = 1.306 (2) Å, N1-O1 = 1.402 (18) removed under reduced pressure and the mixture was used for the next step without further purification. 2-Propanol (20 mmol, 1.5 ml) was added subsequently and the mixture stirred for 6 h at room temperature. The resulting residue was purified as a white solid (1.96 g, 85% yield). Recrystallization in ethyl acetate gave fine colourless crystals suitable for Xray study. All chemicals were purchased by Sigma Aldrich Germany.
Refinement
All H atoms were placed in idealized positions and allowed to ride on the respective parent atom with C-H = 0.93-0.98 Å and with U iso (H) = of 1.2U eq (C) or 1.5U eq (C) for methyl H atoms. The molecular structure of the title compound, with displacement ellipsoids drawn at the 30% probability level.
Computing details

Figure 2
The formation of the title compound.
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